(a) Comparison of Fo-Fc residual electron density map peaks for fac- [Re(CO) 3] + metal occupancy (Occ.) refinement based on X-ray diffraction data recorded on beamline I04 at the Diamond Light Source (DLS) (λ = 0.9763 Å) in the orthorhombic spacegroup. Whilst the Shelxl refinement of occupancies and B factors, and including the rhenium f ' and f " values (second group of columns), is preferred we noted the residual Fo-Fc peaks at the rhenium sites. We therefore undertook a manual adjustment of occupancy values and subsequent Refmac refinement of their B values and which improved these i.e. led to smaller residual peaks (fourth group of columns). The third group of columns shows the Phenix refine estimates. There is a close agreement across these three methods.
The first group of columns are purely to illustrate that (incorrect use of f ' and f " values of zero) do have an effect and the proper f ' and f " values must be allowed for. giving basically the same physically reasonable values to the same diffraction data, and we think that consistency between the two is good.
g Rhenium atom refinements defined in subunits B and D as labelled in the PDB file.
Notes:
1. The naming of the rhenium atoms is according to peak height ranking number in the DLS data anomalous difference map peak height list and therefore obviously does not exactly match the Cu Kα anomalous peak height ranking list. The closest residue is therefore listed as the reference marker for the reader.
2. Table footnote d : "Manual" means the Re metal atom occupancies were manually adjusted until there was a minimised Fo-Fc difference electron density at each of these sites. Our efforts to fully flatten to zero the Fo-Fc in the manual adjustment Refmac refinement final step were largely successful (residual Fo-Fc peaks on the rhenium atoms being between 3 and 5 σ, which are typically below a water molecule at around 6 σ, one water molecule obviously being a total of 10 electrons). The exceptions were the few rhenium's with high B factors which were sensitive to any adjustment. Near Pro 70A 4.6 9.4 (Arg 61A)
Near Pro 70B 4.8 9.7 (Arg 61B)
In vicinity of Leu 129B 10. Note: the rhenium anomalous dispersion signal is f " of 12.1 electrons, at its L1 absorption edge with a selected X-ray wavelength of 0.9763Å. At Cu Kα X-ray wavelength (1.5418 Å) the Re f " is 5.9 electrons. 
